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For details of compounds containing a diiron center, see : Hsu et al. (1999) ; Zheng et al. (1999) ; MacMurdo et al. (2000) ; Yoon et al. (2004) . For related multicompent dioxygen dependent enzymes including toluene monooxygenase, see: Sazinsky et al. (2004) . For related multicompent dioxygen dependent enzymes including the R 2 subunit of ribonucleotide reductase, see: Nordlund & Eklund (1993) ; Stubbe & Van der Donk (1998) . For the monoclinic form of the title compound, see: Liu et al. (2012) .
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Experimental
Crystal data [Fe 2 (NCS) 4 Symmetry code: (i) Àx þ 2; Ày þ 1; Àz.
Table 2
Hydrogen-bond geometry (Å , ). 
Data collection: APEX2 (Bruker, 2007); cell refinement: SAINT (Bruker, 2007); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) and DIAMOND (Brandenburg, 1999) ; software used to prepare material for publication: publCIF (Westrip, 2010) .
This work was supported financially by Tianjin Educational Committee (20090504, 20110311) and Tianjin Normal University (1E0402B). The diiron unit, with a carboxylate-rich coordination environment, continues to attract considerable attention due to the enzyme catalysis activity, which occurs in related multicompent dioxygen dependent enzymes, including toluene monooxy-genase (Sazinsky et al., 2004) and the R2 subunit of ribonucleotide reductase (Stubbe & Van der Donk, 1998; Nordlund & Eklund, 1993) . With the development of compounds that contain the diiron center, the structure of a series of Fe2(II,II) (MacMurdo et al., 2000) , Fe2(III,III) (Zheng et al., 1999) and Fe2(III,IV) (Hsu et al., 1999) complexes with a central Fe 2 O 2 four-membered ring have been obtained. Compared to the chelating to iron atoms with carboxylic oxygen atoms, it is rarely reported that the four-membered center includes both aqua oxygen atoms. In order to explore further details of the coordinated environment of the diiron system, the title complex was synthesized and its crystal structure is presented herein.
The molecular structure of the title complex is shown in Fig. 1 Å, compared to 3.0430 (7) Å reported previously (Yoon et al., 2004) possibly owing to the absence of the carboxylate ligands in the title compound. Moreover, the Fe···Fe distance is comparatively different from that of diiron compounds containing higher valences of iron (MacMurdo et al., 2000; Zheng et al., 1999; Hsu et al., 1999) . In the crystal, O-H···N hydrogen bonds connect the components of the structure to form a two-dimensional network parallel to (011) (see Fig. 2 ).
In addition, π···π stacking interactions involving the benzene and triazole rings with centroid to centroid distances in the range 3.502 (5)-3.787 (6) Å connect the two-dimensional hydrogen-bonded network into a three-dimensional network.
Experimental
The compound was synthesized under hydrothermal conditions. A mixture of L (L = 1,4-Bis(4H-1,2,4-triazol-4-yl)benzene) (0.3 mmol, 0.0636 g), FeSO 4 .7H 2 O (0.1 mmol, 0.028 g), KSCN (0.2 mmol, 0.019 g) and water (10 ml) was placed in a 25 ml acid digestion bomb and heated at 393 K for two days, then cooled to room temperature over three days. After being washed by 5 ml water twice, colorless block-shaped crystals of the title compound were obtained.
Refinement
The water H atoms were located in a Fourier difference map and refined subject to an O-H restraint 0.88 (1) Å and an H···H restraint of 1.42 (2) Å. Other H atoms were allowed to ride on their parent atoms with C-H distances of 0.93 Å (U iso (H) = 1.2Ueq(C)). program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) and DIAMOND (Brandenburg, 1999) ; software used to prepare material for publication: publCIF (Westrip, 2010) .
Figure 1
The molecular structure of the title compound, showing 30% probability displacement ellipsoids. Unlabeled atoms in the dinuclear complex and one of the 1,4-Bis(4H-1,2,4-triazol-4-yl)benzene tri-solvate molecules are related by the symmetry codes (-x+2, -y+1, -z) and (-x+1, -y, -z+1), respectively.
Figure 2
The two-dimensional layered structure of the title complex. Purple Dashed lines indicate donor acceptor distances of the hydrogen bonds. H atoms are not shown.
Di-µ-aqua-bis[diaquabis(thiocyanato-κN)iron(II)]-1,4-bis(4H-1,2,4-triazol-4-yl)benzene (1/3)
Crystal data are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (

